. Average SASA of Ser378, Ser382, and Thr386 for the complexes S2
S2
. Average SASA of Ser378, Ser382, and Thr386 for the complexes from the simulations in Å 2 . Standard deviations are given in the parenthesis.
Systems
Avg. SASA (Å 2 ) Avg. SASA (Å 2 ) Avg. SASA (Å 2 ) uWNK nSer 378 Figure S1 . Chemical structure of WNK463 (ligand) in stick representation with labeled elements. Colors distinguish between carbon (grey), oxygen (red), nitrogen (blue), and fluroine (green). Figure S2 . Time evolution of the root-mean-square deviations (RMSDs) of Cα atoms with respect to the initial structure for u-Apo (red) and p-Apo (blue) over 1μs simulations. Figure S3 . Probability distributions of the radius of gyration (Rg) of WNK complexes observed from the simulations of uWNK (red), pWNK (blue) and 2pWNK (gold). Figure S7 . Probability distributions of the RMSD of Cα atoms of R-spine with respect to the initial structure of the uWNK (red), pWNK (blue) and 2pWNK (gold) complexes during simulations. S10 Figure S8 . Probability distributions of the RMSD of Cα atoms of C-spine with respect to the initial structure of the uWNK (red), pWNK (blue) and 2pWNK (gold) complexes during simulations. S11 Figure S9 . The distance between the NZ of Lys(K233) and CD of Glu(E268) calculated from the simulations of uWNK (red) and pWNK (blue). S12 Figure S10 . Various interactions between residues of E268 and R348 with different atoms from the simulations for (A) uWNK (B) pWNK. Figure S21 . H-bond and π-π interaction between WNK1 kinase and ligand (WNK463). 3D plot for the H-bond and π−π interaction for the uWNK complex. Similar interactions were observed for pWNK. Figure S22 . π-π interaction distance calculated between CD of Phe283 phenyl ring and oxadiazole of ligand (WNK463) throughout the MD simulations for uWNK (red) and pWNK (blue) during simulations.
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